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Electronic Supplementary Material (ESI) for Chemical Science. This journal is © The Royal Society of Chemistry 2014 S2 Table S6 . XYZ coordinate of the optimized structure of 3. Table S7 . XYZ coordinate of the optimized structure of [3-F] -. Figure S7 . UV-Vis absorption spectra of solutions of 3 (5 × 10 -6 M) in CH 2 Cl 2 . For each measurement, the solution was prepared by the 100-fold dilution of a 5 × 10 -4 M solution of 3 which had been layered with an aqueous solution of KF (0, 1.9 and 3.8 ppm) containing TPABr (20 mM) and a citrate buffer (10 mM, pH 4.68). Figure S8 . Drinking water analysis. Fluorescence intensity of a solution of 3 in CH 2 Cl 2 (1 mL, 5.0 × 10 -5 M) measured at 610 nm (λ excitation = 482 nm). For each measurement, a 5 mm NMR tube was filled with a solution of 3 in CH 2 Cl 2 (1.0 mL, 5.0 × 10 -5 M) and layered with an aqueous solution containing TPABr (20 mM) and a citrate buffer (10 mM, pH 4.6). To obtain a calibration curve, the aqueous layer was doped with different amounts of fluoride (0, 0.4, 0.7, 1.0, 1.9 ppm). After vigorous shaking (1 min), the tube was inserted into the cavity of the fluorometer such that only the CH 2 Cl 2 layer was position in the optical path. The plot shows that the fluorescence intensity increases linearly with the fluoride concentration in the 0 -1.9 ppm range. Drinking water samples (Nursery® Water, H-E-B® Baby Purified Water, and tap water of College Station) where combined with TPABr (20 mM) and buffered with citrate (10 mM, pH 4.6). The resulting solutions were transferred into a 5 mm NMR tube filled with a solution of 3 in CH 2 Cl 2 (1.0 mL, 5.0 × 10 -5 M). The fluorescence intensity was measured as described above for the standard. 
